LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.372 3 6 18 rVB 888121 1177703 30.76% 3.458%
2 4.778 412 415 419 rBV 39518 45062 1.18% 0.132%
3 5.254 492 496 505 rvB 137395 176289 4 .60% 0.518%
4 5.631 555 560 563 rBY 3254571 3135141 81.88% 9.206%
5 6.625 723 729 732 rBVY 3291269 3400816 88.82% 9.986%
6 6.772 749 754 757 rBVY 3590013 3359414 87.74% 9.864%
7 6.996 789 792 796 rBVY 1002755 880210 22.99% 2.585%
8 7.154 815 819 823 rBVY 2854382 2570168 67.12% 7.547%
9 7.560 883 888 892 rBVY 2040316 2261923 59.07% 6.642%
10 8.284 1006 1011 1014 rBV 1162070 1098805 28.70% 3.226%

11 9.354 1188 1193 1197 rBV 4089369 3828943 100.00% 11.243%
12 9.748 1256 1260 1263 rBV 1062421 928479 24.25% 2.726%
13 10.042 1306 1310 1314 rBV 1505171 1269523 33.16% 3.728%
14 10.836 1440 1445 1458 rBV 2666858 2526955 66.00% 7.420%
15 11.536 1560 1564 1567 rBV 1393403 1253292 32.73% 3.680%

16 12.042 1646 1650 1653 rBV 114188 107025 2.80% 0.314%

17 12.754 1767 1771 1775 rBV 63938 57159 1.49% 0.168%
18 12.989 1809 1811 1815 rVB 61995 58033 1.52% 0.170%
19 13.125 1829 1834 1837 rBV 3448459 3137854 81.95% 9.214%
20 13.672 1923 1927 1930 rBV2 43805 42952 1.12% 0.126%
21 14.001 1980 1983 1985 rBV 56263 46591 1.22% 0.137%
22 14.066 1988 1994 1999 rBV6 32733 85543 2.23% 0.251%
23 14.189 2010 2015 2019 rBV 926868 838854 21.91% 2.463%
24 14.319 2031 2037 2040 rBV 51157 49141 1.28% 0.144%
25 14.624 2085 2089 2094 rBV 59307 56522 1.48% 0.166%

26 14.936 2138 2142 2149 rBV2 363246 441682 11.54% 1.297%
27 15.030 2155 2158 2164 rVB 213829 216737 5.66% 0.636%

28 15.307 2202 2205 2210 rVB2 58504 73014 1.91% 0.214%

29 15.742 2271 2279 2292 rBV 589246 870787 22.74% 2.557%

30 16.189 2351 2355 2361 rVB 38613 61568 1.61% 0.181%
Sum of corrected areas: 34056185
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082418\

BF108479.D

24 Aug 2018 22:29

JussJ

J4581-17

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.37 26.76 ng 1177700 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108479.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1 /\
551 87.1 L
| ‘ 2.40 2.50 2.60 2.70 2.80
S 1 P S R RNNS—— (Y 52 e B {0 QR ¥ Wy 2L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 ARERE SR NN AR AR
43.0 2.40 2.50 2.60 2.70 2.80
- 550 87.0 m/z 55.10 31.01%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U LA AN RS R
2.40 2.50 2.60 2.70 2.80
5000 41.0 550 m/z 87.10 25.76%
29.0 ‘
o TR ‘ Il w ‘ . 99.0 1120 129.0
miz--> B % 30 40 % 6 70 8 9 100 110 130 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .65%
5000 550 /\
43.0
27.0
ol 150 ), w | |, 8.0 980 1150
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

5.25 4.01 ng 176289 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 495 (5.249 min): BF108479.D (-492) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 Tak0 830 840 k0
ot SO eso | 77 59010 52.10%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ERRRN AR RN N
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 16.90%
0 21.0 350 | 510, 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 5.60
5000 m/z 58.00 15.21%
41.0
29.0 101.0
bt L, 900 (L) 730 860 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester B o R B
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.93%
5000 57.0
29.0
‘ 101.0
0"|"”l“'"|*'”l"“'l"'w"?q?""w"'l'"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.77 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.77 76.33 ng 3359410 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108479.D (-749) (-) m/z 132.00 100.00%
13R.0
5000 68.1
00 sy | % ou0 b0 60 760 720
O el bl 8L W60 Wl Tm/z 68.10  45.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AP ARES AR SRR
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.74%
o 699 0.0 | 115.0
miz--> T W e 7 8 w0 16 1o 120 1o 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.70%
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
0:::: S — |||‘| l::: ||‘|| |||| SPREEN |‘||| SE— T
miz--> % 4 @ 8 7o 8 % 100 1l0 130 10 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e N  EREEE
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.58%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0'“'l“'jwh'w“”“|“Ll|“ujﬁ"w'ﬂ“|&qzo“'“w"w‘t“l'“ AR SR SRR
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Eicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.04 ng 85543 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
3 11-Tricosene 322 C23H46 052078-56-5 72
4 1-Hexacosanol 382 C26H540 000506-52-5 43
5 n-Tetracosanol-1 354 C24H500 000506-51-4 43

Abundance Scan 1995 (14.072 min): BF108479.D (-1988) (-) m/z 57.10 100.00%

51.1
5000
150.1 192.9 13.80 14.00 14.20 14.40
Orrrrprrrr m/z 43.10 92.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143256: 1-Eicosanol
43.0
5000 LA L L L L L LB LB
13. 80 14. 00 14. 20 14. 40
m/z 55.00 89.05%
139.0 167.0 196.0

o 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester

83.0 ——
13.80 14.00 14.20 14.40

m/z 69.10 82 .38%

5000
111.0
o 139.0 1820 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene N B E e
43.0 13.80 14.00 14.20 14.40
m/z 83.05 63.51%
5000 83.0
111.0
o || | /1400 168.0 196.0 224.0  266.0 294.0 322.0
A i i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.94 10.53 ng 441682 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Dodecanamide 199 C12H25N0 001120-16-7 59
Abundance Scan 2143 (14.942 min): BF108479.D (-2138) (-) m/z 59.10 100.00%
5d.1
5000
210 126.1 154.1179.1 207.1 240.1 294.3320.4 14.60 14.80 15.00 15.20
T ¥ e : ' m/z 72.10 62.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59.0
5000 L SR SO SURLLE B
14.60 14.80 15.00 15.20
m/z 55.10 58.48%

165.0193.0  240.0267.0294.0 337.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0
R R e
14.60 14.80 15.00 15.20
5000 m/z 43.10 44 .19%
29.0
ol ‘ LR 4200540 18402100 2380 2810
”qnnpn. M e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide B e e
59.0 14.60 14.80 15.00 15.20
m/z 41.10 37.51%
5000
ol 200 | 860 114014201700 2120 2550 WMWJUW\N_
R RRaas B e AR AL RAR RARAERaTS £ o R e T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108479.D

Aca On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample : J4581-17

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.03 4.98 ng 216737 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 80
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80

Abundance Scan 2158 (15.030 min): BF108479.D (-2155) (-) m/z 69.05 100.00%

69.0

-

5000
137.1 14.80 15.00 15.20 15.40
05.0 189.1 . . .
ob b N OR0L Uy | 1891 2311 2992 3412 | nzoogi 10 53.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LA B L L
14.80 15.00 15.20 15.40
m/z 41.10 27.61%
137.0
o A d03% 4, 1910 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
T T

14.80 15.00 15.20 15.40
5000 m/z 95.05 13.66%

294\1

%

o yoquI\ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol L B o L
69.0 14.80 15.00 15.20 15.40
m/z 68.05 12.60%
5000
294 J 109.0
ol g iy, 1000 2220
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF080818.M Mon Aug 27 13:17:09 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\
Data File : BF108479.D

Acq On : 24 Aug 2018 22:29

Operator : JU/SJ

Sample - J4581-17

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.37 26.8 ng 1177700 1 7.00 880210 20.0
2-Pentanone, 4-hy... 5.25 4.0 ng 176289 1 7.00 880210 20.0
unknown6 .77 6.77 76.3 ng 3359410 1 7.00 880210 20.0
1-Eicosanol 14.07 2.0 ng 85543 5 14.19 838854 20.0
13-Docosenamide, ... 14.94 10.5 ng 441682 5 14.19 838854 20.0
Squalene 15.03 5.0 ng 216737 6 15.74 870787 20.0
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